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.
Full bond distances and angles Table 4 .
Anisotropic displacement parameters
Compound 21 
S-18

Special Refinement Details
The structure was refined as a twin with two orientations, BASF=0.452, using an HKLF 5 format reflection file prepared with TWINABS (see below). The two orientations were separated using CELL_NOW as follows. Crystals were mounted on a glass fiber using Paratone oil then placed on the diffractometer under a nitrogen stream at 100K. Refinement of F 2 against ALL reflections. The weighted R-factor (wR) and goodness of fit (S) are based on F 2 , conventional R-factors (R) are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ( F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. Rfactors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. 6770 (3) 4232 (3) 3573 (3) 44(1) C (1A) 8512 (3) 250 (4) 7345 (3) 24(1) C (2A) 9440 (3) 503 (5) 6585 (3) 27(1) C (3A) 9187 (3) -422 (4) 5456 (3) 24(1) C (4A) 8084 (3) 196 (4) 4923 (3) 17(1) C (5A) 8115 (3) 2139 (4) 4372 (3) 18(1) C (6A) 6953 (4) 2683 (4) 3920 (3) 32 (1) C (7A) 6156 (3) 1123 (4) 3966 (3) 27(1) C (8A) 6042 (3) 637 (4) 5198 (3) 24(1) C (9A) 7182 (3) 315 (4) 5760 (3) 16(1) C (10A) 7346 (3) 262 (4) 6850 (3) 18(1) C (11A) 6440 (3) 272 (5) 7646 (3) 32 (1) C (12A) 7718 (3) -1199 (4) 4011 (3) 26(1) C (13A) 6617 (3) -572 (4) 3390 (3) 32 (1) O (1B) 779 (2) 360 (3) 3326 (2) 34 (1) 
1121 (3) 274 (4) 2398 (3) 21(1) C (2B) 358 (3) -75 (4) 1415 (3) 22(1) C (3B) 714 (3) 901 (4) 388 (3) 20 ( (18) 103 (12) 204 (18) 5 (13) 61 (16) -15(15) C(11A) 500 (20) 240 (14) 250 ( (20) 225 (14) 157 (18 
